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ABSTRACTED-PUB-MO: WO 030006 43 Al 
BASIC-ABSTRACT: 

NOVELTY - Nitrooxy derivatives (I) are new. 

DESCRIPTION - Nitrooxy derivatives of fo.rrau.la A-(B) 
ba- (CI ) ca-N02 (I) and their salts are new. 
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ha, ca = 0 or 1 (preferably 1); 
A - R-Tl; 

R = a radical of a precursor drug of formula R2---W 
(Rl) (R0)-(CH2)m; 

W - C or N; 

R0 - H or (CH2 ) n-NHRla; 
m, n = 0-2 ; 

Rla - H, C(0)-Rlh or C(0)0-Rlh; 
Rlh - Ul or U2; 

Ul = 1-10C alkyl, phenyl or benzyl; 

U2 = CH (Ry) -NH2, a group of formula (i), C(Ry)(Ry)- 
OCORy or 1-methyl-l f 2,3, 6-tetrahydro-pyr idin-4yl ; 

Ry = H or Ul ; 

Rl = H or electronic doublet on the nitrogen atom 
(free valence) ; 

R2 - U3, U4, U5 or U6 f or 

R2-fRla+W = 4-10 (preferably 6 ) C ring ; 

U3 == phenyl (optionally substituted by halo or at 
least one OCH3, CF3 or N02) ; 

U 4 = rn o n o - or d i - h y d r o x y s u b s t i t u t e d b e n z y 1 
(preferably 3 -4 di --hydroxy substituted) ; 
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U5 - H2N(C=NH) ; 

U6 - Q- (CH)p3 (R8) - (CH)p2 (R7) -- (C)pl ( (R6) (R6a)p)-CH 
(R5 ) -CH (R4 ) (where optionally one ethylenic 
un saturation is between the C atoms in position 1 
a n d 2 , or 3 and 4 or 4 a n d 5 ) ; 

p, pi, p2 = 0 or 1; 

p3 - 0-10; 

R4 = H, 1 — 6 C alkyl or free valence; 

R5 = 1-6C alkyl, 3-6C cycloalkyl, free valence or 
ORa 1 ; 

R a ' = 1 - 6 C a 1 k. y 1 ( o p t i o n a 1 1 y s u b s t i t u t e d by at 
least one halo (preferably F) ) or U3 ; 

R6 , R6a, R7, R8 = H, methyl or free valence; 

Q = H, OH, ORb' , 3-6C cycloalkyl, 1-6C alkyl, H2NC 
(-NH)NH or H2NC(=S)NH; 

Rb 5 == 1-6C alkyl (optionally substituted by at 
1 e a s t o n e h a 1 o ( p r e f e r a b 1 y F ) ) , be n z y 1 , o r U 3 ; 

Tl - (CO) t or (X) t 5 ; 

X - 0, S or NRlc; 

Rlc - H or 1-5C alkyl; 

B - Tb-X2-Tbl; 

the precursor compound of B = L-carnosine f 

an s e r i n e , s e 1 e n o c y s t e i n e, s e 1 e n ome t h i o n i n e f 
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penicillamine, N-acetylpenicillamine, cysteine , N- 
acetyl cysteine, glutathione or their esters 
(preferably ethyl or isopropyl ester ) , gallic acid, 
f e r u 1 jl c acid, genLis-LC acid, citric acid, caffejLC 
acid, dihydrocaf f eic acid, p-cumaric acid, vanillic 
acid, nordihydroguaiaretic acid, quercetin, 
cat e chin, kaempf erol, sulf urethyne, ascorbic acid, 
isoas corbie acid, hydroquinone, gossypol, reductic 
acid, methoxy hydroquinone , hydr oxyhydr oquinone , 
propyl gallate, saccharose, 3, 5-di-tertbutyl-4- 
h ydroxy-b e n z y 1 1 h i o g 1 y c o 1 a t e , p - c u m a r i c a 1 c o h o 1 , 4 - 
hydr oxy-pheny let hyl alcohol, con if eryl alcohol, 
al lopur inol , 3 , 3 ? -thiodipr opionic acid, f umaric 
acid, d i h y d r o x y m a 1 e i c acid or e d e t i c a c i d ; 

Tb - CO or X; 

Tbl - (CO)tx or (X)txx; 

t, t ? , tx, txx = 0 or 1; 

X2 = a bivalent group such that the corresponding 
of precursor of B has free valences of Tb and Tbl 
saturated with OZ , Z or N ( Z I ) ( Z 1 1 ) ; 

Z, ZI, ZII = H or 1-10 (preferably 1-5) C alkyl ; 

0 1 X c , 

Tc = CO (when tx = 0) or X ("when txx = 0) and ba 
and ca are 1, or 

Tc - CO (when t = 0) or X (when t 1 - 0), or 

T c = CO ( wh e n t x = 0 ) or X ( wh e n txx = 0 ) a n d c a == 
0, tx - 0 and Tbl - 0; 
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Y = Yp, Ya or Yar ; 

Yp - (C)nlx(Rtlx) (Rtlx J ) -Y3- (C) -nllx (Rtllx) (Rtllx' )- 
0 { ii ) ; 

nix = 0-5 (preferably 1) ; 
nllx = 1-5 (preferably 1) ; 

Rt 1 x f RLlx'^ Rt 1 1 x jf Rt 1 Ix ! = H or 1 4* C a 1 k y jl ^ 

Y3 = 5- or 6 -member ed heterocyclyl containing 1-3 
N, 0 or S heteroatoms; 

Ya = R ? 0 or Aa; 

Aa - (CH2-CH(ON02) -CH2-0)nf ' , (CH2 (ON02 ) -CH (CH3 ) - 
CH2-0) nf ? , (CH (Rlf ) -CH2-0) nf or (CH2-CH (Rlf ) -0) nf ; 

Rlf - H or CH3; 

nf ' = 1-6 (preferably 1-4); 

nf = 1-6 (preferably 2-4) ; 

R 1 - 1-20 (preferably 2-6) C alkyl or 5-7C 
c y c 1 o a 1 k y 1 e n e r i n g ( i n w h i c h at 1 e a s t o n e c a r b o n 
atom is substituted by heteroatoms and the ring can 
have side chains of R 5 type) ; 

Yar == Yarl or Yar 2 ; 

Yarl = a group of formula (iii) ; 

Yar2 = a group of formula (iv) ; 

n3 == 0-5 f and 

ffle:///CI/Documen^ (6 of 28)4/20/2008 2:10:41 AM 



DERWENT-ACC-NO: 2003-221389 



n3 ? = 1-3 f 
provided that : 

(1) ca and ba are not both zero; 

(2) when t is l f t ! is 0 and when t ? is 1, t is 0; 

(3) when tx is 1, then txx is 0 and when tx is 0 f 

t hbH LXX J- s 1 ; 

(4) when W is N , Rl is an electronic doublet on 
the nitrogen atom (free valence) r and 

(5) in ( ii ) , when one unsaturation of ethylene type 
is present f between carbons 1 and 2, R4 and R5 are 
free valences to form thee double bond between 
carbons 1 and 2; when the unsaturation is between 
carbons 3 and. 4 r R6 and R7 are free valences to 
form the double bond between carbons 3 and 4; when 
the unsaturation is between carbons 4 and 5, Rl and 
R8 are free valences to form the double bond 
between carbons 4 and 5 . 

None given in the source material. 

USE - Used for treating epilepsy (claimed) . 

ADVANTAGE - (I) Reduce the incidence and the 
s e r i o u s n ess of c o n v u 1 s i v e f i t s w i t h 1 o w e r s i d e 
effects, and show improved activity with respect to 
the precursor drug in the epilepsy treatment . ( I ) 
Can be used in an amount of less than the maximum 
indicated for the precursor drugs and also at a 
higher doses considering their very good 
t o 1 e r a b i 1 i t y . 
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EQUIVALENT-ABSTRACTS : 

ORGANIC CHEMISTRY 

Preparation : Preparation of ( I ) comprises e.g. 
reacting R-COO-Hal with AgN03 to give R-COO-Y-ON02 
( 1 ' ) . 

Preferred Definitions : 

Y3 = pyridine having two free valences in the ortho 
positions with respect to the nitrogen atom, 
piperazin-1 , 4-diyl, IH-pyrazole (3, 5- 
di substituted) , piper idin-l-yl (where the free 
valence on the ring is in para position to the 
nitrogen atom) ; 

B = f e r u 1 i c a c i d , N - a c e t y 1 cyst e i n e , c y s t e i n e , 
caffeic acid, hydro-caff eic or gentisic acid; 

R = gabapentine, norvaline, arginine, 
thiocitruliine, pregabaline, ( S ) 3-isobutyl-gamma 
aminobutyric acid, agmatine, vigabatrine or 2 -amino, 
(3, 4-dihydroxyphenyl) propanoic acid (dopa) . 

Administration is parenteral , oral or topical 
(claimed) . 

Administration is optionally in combination with NO 
donor compounds containing drugs belonging to the 
c 1 a s s e s o f a s p i r i n , i b u p rof en, p a r a c e t a m o 1 , 
naproxen, diclofenac or flurbiprofen. 

SPECIFIC COMPOUNDS 

16 Compounds ( I ) are specifically claimed e . g : 
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1™ (aminomethyl ) cyclohexane acetic acid 2-methoxy-4- 
( ( IE) -3- ( 4- (nitrooxy ) butoxy ) -3-oxy-l-porpenyl ) 
phenyl hydrochloride ester (la) . 

To a solution of 1- ( aminomethyl ) cyclohexanacet ic 
acid (10 g ) in mixture of dioxane (10 0 ml ) and 
w a t e r ( 1 5 0 ml) , t r i e t h y 1 am i n e ( 1 6.27 m 1 ) a n d. d i - 
tert-butyldicarbonate (15,3 g) were added . The 
reaction mixture was left at room temperature f 
under stirring for 4 hours and worked up to give 1™ 
( N-t ert-butoxy car bony 1 aminomethyl ) cylcohexan acetic 
acid (A), To a solution of ferulic acid (11.6 g) in 
tetrahydrof uran (40 0 ml) , tetrabromomethane (39.62 
g) and triphenylphosphine (31,34 g) were added . The 
obtained mixture "was kept under stirring at room 
temperature for 5 hours, filtered, evaporated at 
reduced pressure and worked up to give 2-methoxy-4- 
( (IE) -3- (4- (bromo) -butoxy) -3-oxy-l-propenyl ) phenol . 
To a solution of this compound (8 g) in 
acetonitrile (500 ml), silver nitrate (12,25 g) was 
added. The reaction mixture was heated at 
40degreesC for 12 hours sheltered from light and 
worked up to give 2-methoxy-4- ( ( IE) -3- ( 4™ (nitrooxy) 
butoxy) -3-oxy-l-propenyl ) phenol (CI ) . 

To a solution of (A) (2.5 g) in chloroform (200 ml) 
and N, N-dimethylf ormamide (3 ml), (CI) (3.15 g) , 
dicyclohexylcarbodiimide (5.7 g) and N,N- 
dimethylaminopyridine ( 33 mg) were added . The 
reaction mixture was left at room temperature, 
under stirring for 3 hours and worked up to give 1- 
(N—t ert-butoxy car bony aminomethyl ) cyclohexan acetic 
acid 2-~methoxy-4- ( (IE) -3- ( 4- (nitroxy) butoxy) -3-oxy- 
l-propenyl ) phenyl ester . 

To a solution of this compound (5 g) in ethyl 
acetate (100 ml ) f a solution of IN HC1 in ethyl 
acetate (50 ml) was added. The reaction mixture was 
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left overnight at room temperature and concentrated 
under vacuum and worked up to give 1- (aminomethyl) 
cyclohexane acetic acid 2-methoxy-4- ( ( IE) -3- ( 4- 
(nitrooxy ) butoxy ) -3-oxy-l-propenyl ) phenyl 
hydrochloride ester (la) (1.8 g) . 

TITLE-TERMS: NEW DERIVATIVE TREAT EPILEPSY 

DERWENT --CLASS : BOS 

CPI-CODES: B06-H; B07-H; BIO -AO 3; B14-J07; 

CHEMICAL-CODES : Chemical Indexing M2 *01* 

Fragmentation Code C017 C100 C800 
C801 C803 C804 C805 C806 C807 G015 
C030 G038 Gill C563 HI H100 H181 
H5 H541. H7 H721 H8 JO JO 12 J 2 J241 
J2 71 K0 K7 K710 M210 M211 M2 72 
M2 81 M311 M312 M314 M321 M32 2 M332 
M3 42 M3 72 M373 M3 83 M3 91 M3 92 M411 
M510 M520 M531 M541 M640 M710 P442 
Specific Compounds RA9QTR Registry 
Numbers 6 73 786 

Chemical Indexing M2 *Q2* 
Fragmentation Code CO 17 CI 0 0 C8 0 0 
C801 C803 C804 C805 C806 C807 C012 
GO 3 0 GO 3 8 Gill G563 HI HI 0 0 HI 81 
JO JO 11 J2 J2 41 K0 K7 K710 M2 8 0 
M311 M323 M342 M3 7 2 M3 73 M3 91 M3 92 
M411 M510 M520 M531 M541 M640 M710 
P442 Specific Compounds RA9QTU 
Re g i s t r y Number s 6 7 3 7 8 9 

Chemical Indexing M2 *03* 
Fragmentation Code H4 H498 H9 JO 
J012 J2 J271 J3 J371 M210 M211 
M213 M232 M262 M272 M281 M312 M321 
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M332 M3 43 M349 M381 M391 M416 M6 2 0 
M710 P442 Specific. Compounds 
RA9R63 Registry Numbers 17 0395 

Chemical Indexing M2 *04* 
Fragmentation Code HI HI 0 0 HI 81 H4 
H4 9 8 H9 JO JO 14 Jl J171 J 2 J271 J 3 
J3 72 M210 M213 M232 M2 72 M2 81 M311 
M312 M313 M321 M332 M3 42 M343 M349 
M381 M393 M416 M620 M710 P442 
Specific Compounds RA9R6 7 Registry 
Numbers 96 26 0 

Chemical Indexing M2 *05* 
Fragmentation Code C017 C100 C800 
C801 C803 C804 C805 C806 C807 G012 
G10 0 HI HI 0 0 HI 81 JO JO 11 J2 J2 41 
K0 K7 K710 M2 8 0 M311 M314 M321 
M331 M3 4 0 M3 42 M3 4 9 M3 73 M3 81 M391 
M411 M510 M52 0 M531 M5 40 M6 40 M710 
P442 Specific Compounds RA9QTV 
Registry Numbers 6 73 79 0 

Chemical Indexing M2 *Q6* 
Fragmentation Code C017 C100 C800 
C801 C803 C804 C805 C806 C807 HI 
HI 0 0 HI 81 JO JO 12 J2 J2 72 J2 9 0 J3 
J3 71 J9 K0 K7 K710 M210 M211 M2 6 2 
M2 81 M312 M314 M321 M322 M331 M332 
M3 4 0 M3 42 M343 M3 4 9 M3 81 M3 83 M3 91 
M3 92 M411 M510 M52 0 M530 Mb 4 0 M6 2 0 
M640 M710 P442 Specific Compounds 
RA9QTX Registry Numbers 673791 

Chemical Indexing M2 *07* 
Fragmentation Code CO 17 CI 0 0 C8 0 0 
C801 C803 C804 C805 C806 C807 G030 
G038 G563 HI H100 H181 JO J012 J2 
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J2 72 J2 9 0 J3 J371 J9 KO K7 K710 
M210 M211 M262 M281 M311 M312 M314 
M321 M322 M332 M3 42 M343 M349 M3 72 
M3 73 M3 81 M383 M3 91 M411 M510 M52 0 
M530 M541 M640 M710 P4 42 Specific 
Compounds RA9QTZ Registry Numbers 
673795 

Chemical Indexing M2 *08* 
Fragmentation Code CO 17 CI 0 0 C8 0 0 
C801 C803 C804 C805 C806 C807 FQ1.2 
F016 F431 G030 G038 G563 HI H100 
HI 81 JO J Oil J2 J 2 71 KO K7 K710 
M2 8 0 M311 M323 M3 42 M3 72 M3 73 M3 91 
M3 93 M411 M510 M521 M530 M5 41 M6 4 0 
M710 P4 42 Specific Compounds 
RA9QU0 Registry Numbers 6 73 79 7 

Chemical Indexing M2 *09* 
Fragmentation Code CO 17 CI 0 0 C8 00 
C801 C803 C804 C805 C806 C807 C012 
G10 0 HI HI 0 0 HI 81 JO JO 11 J 2 J241 
K0 K7 K710 L4 L420 M280 M311 M314 
M321 M332 M3 42 M3 43 M3 49 M3 73 M3 81 
M3 91 M411 M510 M52 0 M531 M5 4 0 M6 4 0 
M710 P442 Specific Compounds 
RA9QU1 Registry Numbers 673798 

Chemical Indexing M2 *10* 
Fragmentation Code CO 17 CI 0 0 C8 0 0 
C801 C803 C804 C805 C806 C807 HI 
H100 H181 JO J012 J2 J272 J290 J3 
J371 J9 K0 K7 K710 L4 L420 M210 
M211 M2 6 2 M281 M312 M314 M321 M32 2 
M332 M3 42 M3 43 M349 M3 81 M383 M3 91 
M392 M411 M510 M520 M530 M540 M620 
M640 M710 P4 42 Specific Compounds 
RA9QU3 Registry Numbers 6 73800 
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Chemical Indexing M2 
Fragmentation Code CO 1.7 CI 0 0 C8 0 0 
C801 C803 C804 C805 C806 C807 C015 
G10 0 HI HI 00 HI 81 H5 H541 H7 H721 
H8 JO JO 12 J2 J2 41 J2 71 K0 K7 K710 
L4 L420 M210 M211 M272 M281 M312 
M314 M321 M32 2 M332 M342 M3 43 M3 4 9 
M3 7 2 M3 81 M3 83 M3 91 M411 M510 M52 0 
M531 M5 4 0 M640 M710 P4 42 Specific 
Compounds RA9QU4 Registry Numbers 
673801 

Chemical Indexing M2 *12* 
Fragmentation Code C017 C100 C800 
C8 01 C8 03 C8 0 4 C8 05 C8 06 C8 0 7 GO 12 
G100 HI H100 H181 JO J011 J2 J241 
K0 K7 K710 1,2 L2 5 0 M2 8 0 M311 M314 
M321 M332 M3 42 M3 43 M3 4 9 M3 73 M381 
M3 91. M411 M510 M52 0 M531 M540 M6 4 0 
M710 P4 42 Specific Compounds 
RA9QU5 Registry Numbers 6 73802 

Chemical Indexing M2 *13* 
Fragmentation Code CO 17 CI 0 0 C8 0 0 
C801 C803 C804 C805 C806 C807 G015 
G100 HI H100 H181 H5 H541 H7 H721 
H8 JO JO 12 J2 J2 41 J2 71 K0 K7 K710 
L2 L250 M210 M211 M272 M281 M312 
M314 M321 M322 M332 M3 42 M3 43 M3 4 9 
M3 72 M3 81 M3 83 M3 91 M411 M510 M52 0 
M531 M5 4 0 M640 M710 P4 42 Specific 
Compounds RA9QU6 Registry Numbers 
6 73 8 03 

Chemical Indexing M2 *14* 
Fragmentation Code C017 C100 C800 
C801 C803 C804 C805 C806 C807 HI 
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HI 0 0 HI 81 JO JO 12 J2 J2 72 J290 J3 
J371 J9 KO K7 K710 L2 L250 M210 
M211 M2 6 2 M2 81 M312 M314 M321 M32 2 
M332 M3 42 M3 43 M3 4 9 M381 M383 M3 91 
M3 92 M411 M510 M52 0 M530 M5 4 0 M6 2 0 
M6 4 0 M710 P4 42 Specific Compounds 
RA9QU7 Registry Numbers 6 73804 

Chemical Indexing M2 *15* 
Fragmentation Code CO 17 CI 0 0 C8 0 0 
C801 C803 C804 C805 C806 C807 GO 12 
C100 JO J011 J3 J331 K0 K7 K710 L2 
L2 5 0 M2 8 0 M311 M314 M321 M332 M3 42 
M3 73 M3 83 M391 M411 M510 Mb 2 0 M531 
M540 M640 M710 P442 Specific 
Compounds RA9QU8 Registry Numbers 
673805 

Chemical Indexing M2 *16* 
Fragmentation Code CI 1.6 F010 F011 



F012 


F014 


F015 


F020 


F021 


F140 


F432 


GO 01 


GO 03 


GO 10 


GO 11 


\j V _L Z 


GO 13 


GO 15 


GO 19 


G050 


G100 


Gill 


G112 


G113 


G ^) 3 


G563 


HI 0 0 


HI 01 


HI 02 


HI 03 


HI 41 


HI 81 


H182 


H201 


H321 


H3 41 


H4 02 


H4 42 


H5 41 


H6 0 0 


H6 41 


H6 42 


H6 43 


H685 


H721 


JO 11 


J012 


J013 


J231 


J2 71 


,T3 1 1 

L/ ^J> -JL _L 


J331 


J3 71 


J 5 J !d 2 1 u 


581 J582 K351 K352 K 


353 


K6 2 0 


K6 4 0 


K6 9 9 


K710 


K810 


K83 0 


K85 0 


K899 


L250 


L410 


L463 


L640 


L660 


L699 


L922 


Ml 21 


Ml 2 3 


Ml 2 9 


Ml 3 2 


M135 


Ml 5 0 


M210 


M211 


M2 1 2 


M213 


M2 1 4 


M215 


M216 


M2 2 0 


M2 21 


M2 2 2 


M2 23 


M2 2 4 


M2 2 5 


M2 2 6 


M231 


M232 


M233 


M2 4 0 


M2 6 2 


M2 7 1 


Iyi2 "7 2 


M2 73 


M2 8 0 


M2 8 1 


M2 82 


M2 83 


M3 1 1 


M312 


M313 


M314 


M3 1 5 


M3 1 6 


M3 2 0 


M321 


M32 2 


M323 


M331 


M332 


M333 


M3 3 4 


M3 4 0 


M3 42 


M343 


M3 4 4 


M3 4 9 


M353 


M3 71 


M3 72 


M3 73 
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M3 81 M3 82 
M414 M415 
M53 0 Mb 31 
M63 0 M6 4 0 
Compounds 



M383 M3 91 
M416 M510 
M532 M533 
M650 M710 
008706801 



M392 
M5 2 0 
M540 

IbF' *^ <2 



M3 93 M413 

]NjL -W^ jV-l 

M541 M6 2 0 
Markush 



Chemical Indexing M2 *17* 
Fragmentation Code HI HI 0 0 HI 81 H4 
H4 9 8 H9 JO JO 14 Jl J171 J 2 J271 J 3 
J3 72 M210 M213 M232 M2 72 M2 81 M311 
M312 M313 M321 M332 M342 M3 43 M3 4 9 
M3 81 M3 93 M416 M6 2 0 M710 P4 42 
Specific Compounds RA9R6 6 Registry 
Numbers 6 7 4340 

Chemical Indexing M2 *18* 
Fragmentation Code F011 F015 F521 
HI HI 0 0 HI 8 2 H2 H2 01 JO JO 12 Jl 
J171 J3 J3 71 M210 M211 M273 M2 81 
M31.2 M32 2 M332 M3 42 M343 M3 4 9 M3 71 
M3 81 M3 91 M413 M510 M5 21 Mb 3 0 M5 4 0 
M710 M800 P442 Specific Compounds 
R11742 Registry Numbers 8 7509 

Chemical Indexing M2 *19* 
Fragmentation Code B43 4 HI HI 0 0 
HI 81 H4 H4 9 8 H9 JO JO 11 Jl J171 
M2 8 0 M312 M321 M332 M343 M3 4 9 M3 81 
M3 91 M411 M510 M52 0 M530 Mb 4 0 M6 2 0 
M710 P442 Specific. Compounds 
R0 79 41 Registry Numbers 125177 

Chemical Indexing M2 *20* 
Fragmentation Code HI H100 H181 H4 
H4 9 8 H9 JO JO 11 Jl J171 M2 8 0 M314 
M321 M333 M343 M349 M381 M391 M416 
M620 M710 P442 Specific Compounds 
R00064 R22037 Registry Numbers 
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Chemical Indexing M2 *21* 
Fragmentation Code F011 F015 F521 
HI HI 0 0 HI 8 2 H2 H201 JO JO 12 J 2 
J2 71 J3 J3 71 M210 M211 M212 M2 72 
M2 73 M2 81 M312 M32 2 M332 M3 42 M3 43 
M349 M3 71 M3 81 M3 91 M413 M510 M521 
M53 0 M5 4 0 M710 P4 42 Specific 
Compounds RA9R5N Registry Numbers 
6 7 4321 

Chemical Indexing M2 *22* 
Fragmentation Code B43 4 HI HI 0 0 
H181 H5 H598 H9 JO J011 Jl J171 
M210 M211 M271 M2 81 M313 M321 M332 
M3 43 M3 4 9 M381 M3 91 M411 M510 M52 0 
M53 0 M5 4 0 M6 2 0 M710 P4 42 Specific 
Compounds R06089 Registry Numbers 
106864 

Chemical Indexing M2 *23* 
Fragmentation Code HI HI 0 0 HI 81 H4 
H4 9 8 H9 JO JO 11 Jl J171 M2 8 0 M312 
M321 M332 M3 43 M3 4 9 M3 81 M3 91 M416 
M6 2 0 M710 P4 42 Specific Compounds 
R 01628 R 12 6 16 Registry Numbers 
132396 141452 188253 2466 8188 

Chemical Indexing M2 *24* 
Fragmentation Code H4 H4 9 8 H9 JO 
JO 12 Jl J171 J3 J3 71 M210 M211 
M2 6 2 M2 81 M312 M321 M332 M343 M3 4 9 
M381 M391 M416 M620 M710 P442 
Specific Compounds R04369 Registry 
Numbers 12143 

Chemical Indexing M2 *25* 
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Fragmentation Code HI HI 0 0 HI 81 H4 
H498 H9 JO J014 Jl J172 J3 J372 
M2 8 0 M311 M312 M313 M321 M332 M3 42 
M3 43 M3 4 9 M3 81 M3 93 M416 M620 M710 
P442 Specific Compounds R00297 
Registry Numbers 882 

Chemical Indexing M2 *26* 
Fragmentation Code GO 13 G10 0 H4 
H401 H441 H7 H721 H8 JO J011 Jl 
J171 M2 8 0 M312 M321 M332 M3 42 M3 72 
M3 91 M414 M510 M52 0 M531 M5 4 0 M710 
P442 Specific Compounds R01664 
Registry Numbers 916 8 4 

Chemical Indexing M2 *27* 
Fragmentation Code GO 15 G10 0 H4 
H4 01 H4 41 H5 H5 41 H8 JO JO 11 Jl 
J131 M210 M211 M272 M281 M320 M414 
Mb 10 M52 0 M531 M5 4 0 M71.0 P4 42 
Specific Compounds R01012 Registry 
Numbers 11.002 7 

Chemical Indexing M2 *28* 
Fragmentation Code G015 G100 H4 
H402 H442 H8 JO J011 Jl J171 M280 
M312 M321 M332 M3 42 M3 72 M3 91 M414 
M510 M520 M531 M540 M710 P442 
Specific Compounds RAO 3 BO Registry 
Numbers 93147 

Chemical Indexing M2 *29* 
Fragmentation Code GO 15 G10 0 H4 
H402 H442 H7 H721 H8 JO J011 Jl 
J171 M2 8 0 M312 M321 M332 M3 42 M3 72 
M3 91 M414 M510 M52 0 M531 M5 4 0 M710 
P442 Specific Compounds R11260 
Registry Numbers 89783 
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Chemical Indexing M2 *30* 
Fragmentation Code H4 H4 01 H4 81 H8 
JO JO 13 Jl J173 M280 M313 M321 
M332 M3 4 4 M349 M3 81 M391 M416 M6 2 0 
M710 P4 42 Specific Compounds 
R0 0 419 R07029 Registry Numbers 
104520 129792 129991 130395 132222 
133510 140723 140725 159060 191428 
2471 250717 278358 278359 3589 849 
87079 95073 95095 99996 

Chemical Indexing M2 *31* 
Fragmentation Code GO 15 G10 0 H4 
H402 H442 H8 JO JO 11 Jl J131 M2 8 0 
M32 0 M414 M510 M52 0 M531 M540 M710 
P442 Specific Compounds R01283 
Registry Numbers 96 02 0 

Chemical Indexing M2 *32* 
Fragmentation Code G015 G100 H4 
H401 H441 H5 H541 H7 H721 H8 JO 
JO 11 Jl J171 M210 M211 M272 M2 81 
M312 M321 M332 M3 42 M3 72 M3 91 M414 
M510 M52 0 M531 M5 4 0 M710 P4 42 
Specific Compounds R13 0 76 Registry 
Numbers 95106 

Chemical Indexing M2 *33* 
Fragmentation Code GO 17 G10 0 H4 
H403 H443 H8 JO J011 Jl J131 M280 
M320 M414 M510 M520 M531 M540 M710 
P442 Specific Compounds R01170 
R0 9 4 72 Registry Numbers 76 5 0 

Chemical Indexing M2 *34* 
Fragmentation Code G015 G019 G100 
H4 H4 0 4 H4 4 4 H8 Ml Ml 21 Ml 3 5 M280 
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M315 M321 M333 M342 M414 M510 M52 0 
M532 M540 M710 P442 Specific 
Compounds R06 755 Registry Numbers 
102281 

Chemical Indexing M2 *35* 
Fragmentation Code DO 14 DO 2 3 D12 0 
C015 G100 H4 H404 H405 H421 H444 
H8 J 5 J 521. J522 L9 L96 0 Ml Ml 13 
M2 8 0 M32 0 M412 M511 M5 2 0 M531 M5 4 0 
M71.0 P442 Specific Compounds 
R009 71 RAO 055 Registry Numbers 
105172 129528 

Chemical Indexing M2 *36* 
Fragmentation Code DO 13 DO 2 3 D12 0 
GO 15 G10 0 H4 H4 05 H421 H4 4 4 H8 Ml 
Ml 13 M2 8 0 M32 0 M412 M511 M52 0 M531 
M540 M710 P442 Specific Compounds 
R0 46 8 6 Registry Numbers 9 0 953 

Chemical Indexing M2 *3 7* 
Fragmentation Code D014 D023 D120 
G013 G100 H4 H403 H443 H8 J5 J522 
L9 L960 Ml M113 M280 M320 M412 
M511 M52 0 M531 M5 4 0 M710 P4 42 
Specific Compounds R08510 Registry 
Numbers 21764 

Chemical Indexing M2 *38* 
Fragmentation Code F012 F013 F014 
F015 F113 H4 H403 H421 H4 82 H8 J 5 
J522 K0 L8 L818 L821 L832 L9 L942 
L960 M280 M312 M321 M332 M343 M373 
M391 M413 M510 M521 M53 0 M5 4 0 M710 
P442 Specific Compounds R00035 
R0 445 4 Registry Numbers 185 
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Chemical Indexing M2 *39* 
Fragmentation Code F012 F013 F014 
F015 F017 F113 H4 H403 H421 H482 
H8 J5 J522 K0 L8 L818 L821 L832 L9 
L9 42 L96 0 M280 M312 M321 M332 M3 43 
M3 73 M3 91 M413 M510 M5 21 M53 0 M5 4 0 
M710 P442 Specific Compounds 
R06288 R16366 Registry Numbers 
981.95 

Chemical Indexing M2 *40* 
Fragmentation Code C013 G100 H4 
H4 02 H442 H8 M2 8 0 M32 0 M414 M510 
M52 0 M531 M540 M710 P4 42 Specific 
Compounds R01041 Registry Numbers 
58 

Chemical Indexing M2 *41* 
Fragmentation Code GO 2 3 GO 2 4 GO 2 9 
G221 G2 9 9 H4 H405 H4 4 4 H8 J 4 J 43 2 
Ml M114 M210 M211 M213 M232 M240 
M2 83 M32 0 M414 M510 M5 2 0 M532 M5 4 0 
M710 P4 42 Specific Compounds 
R11.3 7 8 Registry Numbers 963 8 8 

Chemical Indexing M2 *42* 
Fragmentation Code GO 3 6 G5 52 H4 
H402 H462 H8 J5 J 561 M2 8 0 M32 0 
M415 M510 M520 M53 0 M5 41 M710 P4 42 
Specific Compounds RA1YBQ Registry 
Numbers 2 9 4262 

Chemical Indexing M2 *43* 
Fragmentation Code G015 G100 H4 
H4 02 H4 42 H5 H541 H8 M210 M211 
M2 72 M2 81 M320 M414 M510 M52 0 M531 
M540 M710 P442 Specific Compounds 
RA056K Registry Numbers 1908 7 
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Chemical Indexing M2 *44* 
Fragmentation Code GO 15 G10 0 H4 
H4 03 H4 43 H8 M2 8 0 M32 0 M414 M510 
Mb 2 0 M531 M540 M710 P4 42 Specific 
Compounds R08208 Registry Numbers 
23884 

Chemical Indexing M2 *4b* 
Fragmentation Code GO 17 G10 0 H4 
H403 H443 H8 JO J011 J2 J231 M210 
M213 M231 M2 72 M2 81 M3 2 0 M414 M510 
M520 M531 M540 M710 P442 Specific. 
Compounds R04639 Registry Numbers 
95847 

Chemical Indexing M2 *46* 
Fragmentation Code F012 F013 F014 
F015 F016 F017 F019 F113 F123 H4 
H405 H424 H 4 83 H5 H521 H8 KG L8 
L814 L818 L822 L831 Ml M126 M141 
M2 8 0 M311 M323 M3 42 M3 73 M393 M413 
Mb 10 Mb 2 2 Mb 3 0 Mb 4 0 M710 P4 42 
Specific Compounds R0013b Registry 
Numbers 133509 2853 

Chemical Indexing M2 * 4 7 * 
Fragmentation Code C017 C100 C800 
C801 C803 C804 C805 C806 C807 G030 
G038 Gb63 HI H100 H181 JO J011 J2 
J271 K0 K7 K710 M2 8 0 M311 M314 
M321 M32 2 M332 M3 42 M3 72 M3 73 M3 83 
M391 M411 Mb 10 Mb 2 0 Mb 3 0 Mb 41 M6 4 0 
M710 P4 42 Specific Compounds 
RA9QUA Registry Numbers 6 7380 7 

Chemical Indexing M2 *48* 
Fragmentation Code GO 13 G10 0 H4 
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H402 H441 H481 H7 H721 H8 M280 
M313 M321 M332 M3 42 M3 73 M391 M414 
M510 M52 0 M531 M54 0 M710 P4 42 
Specific Compounds R11985 Registry 
Numbers 14106 9 

Chemical Indexing M2 *49* 
Fragmentation Code C015 G100 H4 
H402 H441 H481 H5 H541 H7 H721 H8 
M210 M211 M2 72 M2 81 M313 M321 M332 
M3 42 M3 73 M391 M414 M510 M52 0 Mb 31 
M5 4 0 M710 P4 42 Specific Compounds 
R148 8 7 Registry Numbers 8315 

Chemical Indexing M2 *50* 
Fragmentation Code GO 13 G10 0 H4 
H402 H4 41 H4 81 H8 M280 M312 M321 
M332 M342 M373 M391 M414 M510 M520 
M531 M540 M710 P442 Specific 
Compounds R14354 Registry Numbers 
9344 

Chemical Indexing M2 *51* 
Fragmentation Code DO 11 13920 J" 5 
J521 L9 L941 M280 M320 M412 M511 
M520 M530 M540 M710 P442 Ring 
Index Numbers 01174 Specific 
Compounds R01218 R0 486 7 Registry- 
Numbers 86 9 77 

Chemical Indexing M2 *52* 
Fragmentation Code 145 14598 H9 JO 
JO 12 Jl J172 M280 M312 M322 M332 
M342 M381 M392 M416 M620 M710 P442 
Specific Compounds R05349 Registry 
Numbers 108 778 

Chemical Indexing M2 *53* 
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Fragmentation Code H4 H4 01 H4 81 H8 
JO J012 Jl J172 J5 J581 K0 L5 L560 
M2 8 0 M311 M321 M3 43 M349 M381 M3 91 
M416 M620 M710 P442 Specific 
Compounds R13040 Registry Numbers 
69951 

Chemical Indexing M2 *54* 
Fragmentation Code H7 H721 JO JO 12 
Jl J172 M280 M312 M321 M332 M342 
M3 82 M3 91 M416 M710 P4 42 Specific 
Compounds R0 0 9 02 R0 48 91 Registry 
Numbers 130347 132553 134096 
134238 143998 205770 205776 232427 
7658 

Chemical Indexing M2 *55* 
Fragmentation Code C017 C100 C800 
C801 C803 C.804 C805 C806 C807 G015 
G100 H5 H541 H7 H721 H8 JO J012 J2 
J2 41 J3 J3 71 K0 K7 K710 L2 L2 5 0 
M210 M211 M2 72 M2 81 M312 M313 M314 
M321 M332 M3 42 M3 72 M381 M3 83 M3 91 
M411 M510 M52 0 M531 M540 M6 4 0 M710 
P442 Specific Compounds RA9QUB 
Re g i s t r y Nurnbe r s 6 73 8 0 8 

Chemical Indexing M2 *56* 
Fragmentation Code GO 17 G10 0 H4 
144 01 H4 41 H4 9 8 H8 H9 JO JO 11 J2 
J2 71 M210 M214 M233 M2 4 0 M282 M311 
M32 2 M3 42 M3 4 9 M3 73 M381 M391 M414 
M510 M52 0 M531 M5 4 0 M710 P4 42 
Specific Compounds RA9R5G Registry 
Numbers 6 7 4315 

Chemical Indexing M2 *57* 
Fragmentation Code F014 F521 HI 
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HI 0 0 HI 81 JO JO 12 J2 J2 71 J3 J3 71 
M210 M212 M272 M281 M312 M322 M332 
M3 42 M3 43 M349 M3 71 M381 M391 M413 
M510 M521 M530 M540 M710 P442 
Specific Compounds RA9R5J Registry 
Numbers 6 7 4317 

Chemical Indexing M2 *58* 
Fragmentation Code F014 F521 HI 
H100 H181 JO J012 J2 J271 J3 J371 
M21.0 M213 M232 M2 7 2 M281 M312 M32 2 
M332 M3 42 M3 43 M3 4 9 M3 71 M3 81 M3 91 
M413 M510 M521 M530 M540 M710 P442 
Specific Compounds RA9R5K Registry 
Numbers 6 7 4318 

Chemical Indexing M2 *59* 
Fragmentation Code F011 F015 F521 
HI HI 0 0 HI 8 2 H2 H2 01 JO JO 12 J2 
J2 71 J 3 J3 71 M210 M211 M213 M232 
M2 72 M2 73 M2 81 M312 M3 2 2 M332 M3 42 
M3 43 M3 4 9 M3 71 M3 81 M3 91 M413 M510 
M521 M530 M540 M710 P442 Specific 
Compounds RA9R50 Registry Numbers 
6 7 4322 

Chemical Indexing M2 *6 0* 
Fragmentation Code B43 4 HI HI 0 0 
HI 81 H4 H4 9 8 H9 JO JO 11 J2 J2 71 
M210 M212 M272 M2 81 M312 M321 M332 
M3 43 M3 4 9 M3 81 M3 91 M411 M510 M52 0 
M530 M540 M620 M710 P442 Specific. 
Compounds RA9R5R Registry Numbers 
674325 

Chemical Indexing M2 *61* 
Fragmentation Code B43 4 HI HI 00 
HI 81 H4 H4 9 8 H9 JO JO 11 J2 J2 71 
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M210 M213 M232 M272 M281 M312 M321 
M332 M3 43 M3 4 9 M381 M3 91 M411 M510 
M52 0 M530 M54 0 M6 2 0 M710 P4 42 
Specific Compounds RA9R5S Registry 
Numbers 6 7 4327 

Chemical Indexing M2 *62* 
Fragmentation Code B43 4 HI HI 0 0 
HI 81 H5 H5 9 8 H9 JO JO 11 J 2 J271 
M210 M211 M212 M2 71 M2 72 M2 81 M313 
M321 M332 M343 M3 4 9 M381 M3 91 M411 
M510 M520 M530 M540 M620 M710 P442 
Specific Compounds RA9R5U Registry 
Numbers 6 7 4329 

Chemical Indexing M2 *63* 
Fragmentation Code 141 1410 0 HI 81 H4 
H4 9 8 H9 JO JO 11 J2 J2 71 M210 M212 
M2 72 M2 81 M314 M321 M333 M3 43 M3 49 
M381 M3 91 M416 M6 2 0 M7 10 P4 42 
Specific Compounds RA9R5Y Registry 
Numbers 6 74 70 4 

Chemical Indexing M2 *64* 
Fragmentation Code B43 4 HI HI 0 0 
HI 81 H5 H5 9 8 H9 JO JO 11 J2 J271 
M210 M211 M213 M232 M2 71 M272 M2 81 
M313 M321 M332 M3 43 M3 4 9 M381 M3 91 
M411 M510 M520 M53 0 M540 M620 M710 
P442 Specific Compounds RA9R5W 
Registry Numbers 6 7 4331 

Chemical Indexing M2 *65* 
Fragmentation Code H4 H498 H9 JO 
JO 12 J2 J271 J3 J371 M210 M211 
M212 M262 M272 M281 M314 M321 M333 
M3 43 M3 4 9 M3 81 M3 91 M416 M620 M710 
P442 Specific Compounds RA9R6 0 
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Re g i s t r y Number s 6 7 4 7 06 

Chemical Indexing M2 *66* 
Fragmentation Code HI H100 H181 H4 
H4 9 8 H9 JO JO 11 J 2 J 211 M210 M213 
M232 M2 72 M2 81 M314 M321 M333 M3 43 
M3 4 9 M3 81 M391 M416 M620 M710 P4 42 
Specific Compounds RA9R5Z Registry 
Numbers 6 7 4334 

Chemical Indexing M2 *67* 
Fragmentation Code H4 H4 9 8 H9 JO 
JO 12 J2 J2 71 J3 J3 71 M210 M211 
M212 M2 6 2 M2 72 M2 81 M312 M321 M332 
M3 43 M3 4 9 M3 81 M3 91 M416 M6 2 0 M710 
P442 .Specific Compounds RA4DPH 
Registry Numbers 41170 6 

Chemical Indexing M2 *68* 
Fragmentation Code H4 H4 9 8 H9 JO 
J012 Jl J171 J 3 J371 M210 M211 
M2 6 2 M2 81 M314 M321 M333 M3 43 M3 4 9 
M3 81 M3 91 M416 M6 2 0 M710 P4 42 
Specific Compounds RA2 4WX Registry 
Numbers 863 96 

Chemical Indexing M2 *6 9* 
Fragmentation Code HI H100 HI 81 H4 
H4 9 8 H9 JO JO 11 J2 J2 71 M210 M213 
M232 M272 M2 81 M312 M321 M332 M3 43 
M3 4 9 M3 81 M391 M416 M6 2 0 M710 P4 42 
Specific Compounds RA5ZNK Registry 
Numbers 92121 

Chemical Indexing M2 *70* 
Fragmentation Code HI H100 H181 H4 
H4 9 8 H9 JO J Oil J 2 J2 71 M210 M212 
M2 72 M2 81 M312 M321 M332 M3 43 M3 4 9 
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M381 M3 91 M416 M620 M710 P4 42 
.Specific Compounds RA3 0IJ Registry 
Numbers 9212 0 

Chemical Indexing M2 *71* 
Fragmentation Code HI H103 H182 JO 
JO 14 Jl J173 M2 8 0 M311 M312 M321 
M323 M332 M3 42 M3 4 9 M3 81 M3 83 M3 91 
M3 93 M416 M6 2 0 M710 P4 42 Specific 
Compounds R0 0195 R0 48 7 0 Registry 
Numbers 12 9 933 13 0 0 71 13 0 9 46 
131585 132742 133268 3330 4238 
5021 591 93951 93962 

Chemical Indexing M2 *72* 
Fragmentation Code H4 H4 9 8 H9 JO 
JO 12 J2 J2 71 J3 J3 71 M210 M211 
M213 M232 M2 6 2 M2 72 M2 81 M314 M321 
M333 M343 M3 4 9 M3 81 M3 91 M416 M62 0 
M710 P442 Specific Compounds 
RA9R61 Registry Numbers 6 74336 

Chemical Indexing M2 *73* 
Fragmentation Code HI HI 0 0 HI 81 H4 
H498 H9 JO J014 Jl J171 J2 J271 J3 
J3 72 M210 M212 M2 7 2 M281 M311 M312 
M313 M321 M332 M3 42 M3 43 M349 M3 81 
M393 M416 M620 M710 P442 Specific. 
Compounds RA9R6 5 Registry Numbers 
674339 

Chemical Indexing M2 *74* 
Fragmentation Code HI HI 0 0 HI 81 H4 
H498 H9 JO J014 Jl J171 J2 J271 J3 
J3 72 M210 M212 M2 7 2 M281 M3 1 1 M31.2 
M313 M321 M332 M3 42 M3 43 M3 4 9 M3 81 
M3 93 M416 M6 2 0 M710 P4 42 Specific 
Compounds RA3ITX Registry Numbers 
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96259 

Chemical Indexing M2 *75* 
Fragmentation Code F014 F521 HI 
HI 0 0 HI 81 JO JO 12 Jl J171 J 3 J371 
M2 8 0 M312 M32 2 M332 M342 M3 43 M3 4 9 
M3 71 M3 81 M391 M413 M510 Mb 21 Mb 3 0 
Mb 4 0 M710 P4 42 Specific Compounds 
R0880 7 Registry Numbers 90096 



UNLINKED-DERWENT-REGISTRY-- 
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SECONDARY-ACC-MO : 

CPI Secondary Accession Numbers: 2 0 03-05616 3 
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